INTRODUCTION
The simplest isocyanide molecule, HNC, has never been prepared in the gas phase under laboratory conditions. However, hydrogen isocyanide has been identified by Milligan and Jacox 1 in matrix isolation experiments, Le., in frozen inert gas matrices. Despite the lack of a microwave spectrum, Snyder and Buh1 2 tentatively identified HNC as the source of the interstellar emission signal they observed at 90.665 Gl~. This rather daring hypothesis has been greatly strengthened by the extensive (6343 configurations) ab initio theoretical study Table I .
A fairly complete description of this method is given in the 1 . 8 ear 1er paper. important configuration being Sa 6a 7a la • As Table I 3 I shows clearly in this regard, a nearly linear 2 A state would be associated with this wave function using Walsh's rules.
Although we cannot reverse the discrepancy with Walsh's rules for the 2 3 A' state, it does seem possible to understand 3 ' this result. To do this one notes that the 3 A state is also predicted to be inconsistent with Walsh's rules and the earlier 8 HCN theoretical study.
That is, as seen in Table I makes a stronger contribution to the HCN 2 A wave function.
The fact that this is not so is another reminder that HNC is not just a "carbon copy" of HCN.
Finally, in Table IV Table IV suggests that the 2TI orbital of HNC should be significantly lower than that of HCN. From Table IV it is clear that the
2TI orbital of HNC will be ~ 75% carbon 2p and ~ 25% nitrogen --
P------------------LEGALNOTICE--------------------~

